Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.051; wR factor = 0.129; data-to-parameter ratio = 11.7.
Related literature
The title compound (Muzart, 1987) can be readily obtained by oxidation of the corresponding hydrocarbon, 4H-cyclopenta[def]-phenanthrene, see: Yang & Harvey (1992) . We recently obtained it in our low pressure premixed benzeneoxygen combustion system, see: Sun et al. (2008) . For our work on the use of a variety of non-organic methods to generate and trap a family of chlorinated fullerene fragments and clusters, see: Huang et al. (1997) ; Peng et al. (2001) ; Tan et al. (2008) ; Xie et al. (2001 Xie et al. ( , 2004 ; For a related structures, see: Peng et al. (2004) . For the synthesis, see: Harvey et al. (1992) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) O1-C1-C5 126.9 (3) O3-C31-C35 127.6 (2) O1-C1-C2 127.6 (3) O3-C31-C32 127.0 (2) C5-C1-C2 105.4 (2) C35-C31-C32 105.5 (2) C15-C2-C3 118.1 (3) C45-C32-C33 118.0 (2) C17-C18-C19 111.7 (3) C47-C48-C49 110.9 (2) C24-C19-C20 126.9 (3) C54-C49-C50 125.9 (2) C24-C19-C18 121.5 (3) C54-C49-C48 123.0 (3) C20-C19-C18 111.6 (3) C50-C49-C48 111.0 (2) C21-C20-C19 117.0 (4) C51-C50-C49 118.0 (2) C21-C20-C16 138. 
0.3 (4) C12-C3-C4-C9 0.3 (4) C2-C3-C4-C9 −178.3 (3) C2-C3-C4-C9 −178.3 (3) C12-C3-C4-C5 178.4 (3) C12-C3-C4-C5 178.4 (3) C2-C3-C4-C5 −0.2 (3) C2-C3-C4-C5 −0.2 (3) C8-C9-C10-C11 180.0 (3) C9-C10-C11-C12 0.3 (5) C9-C10-C11-C12 0.3 (5) C2-C3-C12-C13 0.5 (4) C2-C3-C12-C13 0.5 (4) C4-C3-C12-C13 −177.9 (2) C4-C3-C12-C13 −177.9 (2) C2-C3-C12-C11 178.3 (3) C2-C3-C12-C11 178.3 (3) C4-C3-C12-C11 −0.1 (4) C4-C3-C12-C11 −0.1 (4) C10-C11-C12-C3 −0.3 (4) C10-C11-C12-C3 −0.3 (4) C10-C11-C12-C13 177.2 (3) C10-C11-C12-C13 177.2 (3) C3-C12-C13-C14 −0.9 (4) C3-C12-C13-C14 −0.9 (4) C11-C12-C13-C14 −178.3 (3) C11-C12-C13-C14 −178.3 (3) C12-C13-C14-C15 0.9 (5) C12-C13-C14-C15 0.9 (5) C3-C2-C15-C14 0.0 (4) C3-C2-C15-C14 0.0 (4) C1-C2-C15-C14 178.1 (3) C1-C2-C15-C14 178.1 (3) C13-C14-C15-C2 −0.4 (5) C13-C14-C15-C2 −0.4 (5) O2-C16-C17-C30 0.9 (6) O2-C16-C17-C30 0.9 (6) C20-C16-C17-C30 −179.0 (3) C20-C16-C17-C30 −179.0 (3) O2-C16-C17-C18 −179.8 (3) O2-C16-C17-C18 −179.8 (3) C20-C16-C17-C18 0.4 (3) C20-C16-C17-C18 0.4 (3) C30-C17-C18-C27 0.5 (4) C30-C17-C18-C27 0.5 (4) C16-C17-C18-C27 −179.0 (3) C16-C17-C18-C27 −179.0 (3) C30-C17-C18-C19 179.4 (3) C30-C17-C18-C19 179.4 (3) C16-C17-C18-C19 −0.1 (3) C16-C17-C18-C19 −0.1 (3) C27-C18-C19-C24 −0.3 (4) C27-C18-C19-C24 −0.3 (4) C17-C18-C19-C24 −179.2 (2) C17-C18-C19-C24 −179.2 (2) C27-C18-C19-C20 178.7 (2) C27-C18-C19-C20 178.7 (2) C17-C18-C19-C20 −0.3 (3) C17-C18-C19-C20 −0.3 (3) C24-C19-C20-C21 1.6 (4) C24-C19-C20-C21 1.6 (4) C18-C19-C20-C21 −177.3 (3) C18-C19-C20-C21 −177.3 (3) C24-C19-C20-C16 179.4 (3) C24-C19-C20-C16 179.4 (3) C18-C19-C20-C16 0.5 (3) C18-C19-C20-C16 0.5 (3) 
